: Optimized structures for a) the transition state for the 1,3-H shift in metformin leading to the formation of ammonia, and b) the product of this shift. Both obtained at B3LYP/6-31+G(d,p) level of theory. C atom, grey; N atom, blue. Figure S3 : Optimized structures for the transition states and free radicals involved in reaction mechanism B initiated by OH radical attack on C1 in metformin, obtained at B3LYP/6-31+G(d,p) level of theory. C atom, grey; N atom, blue; O atom, red. Figure S5 : Optimized structures for the transition states and free radicals involved in reaction mechanism D, formation of dimethyl formamide out of dimethyl urea, obtained at B3LYP/6-31+G(d,p) level of theory. C atom, grey; N atom, blue; O atom, red.
